The antitumor activity of 1-aryl-3,3-dimethyltriazenes has been of interest. Recent advances provide evidence for the cytotoxic potential of diverse naturally occurring and synthetic benzophenones by alternative mechanisms, such as farnesyltransferase or tubulin-polimerization inhibition, the induction of apoptosis, etc. Acaricidal, chemosterilizing, insecticidal, and phytotoxic activities have also been established.
We now report on the results of crystal-structure analyses of two positional isomers: 1-(4-benzoylphenyl)-and 1-(2-benzoylphenyl)-3,3-dimethyltriazene.
The title isomeric compounds were synthesized from 4-aminobenzophenone and 2-aminobenzophenone.
The cytotoxicity of these two compounds as well as of the referent alkylating drug Melphalan was assessed using the MTT-day reduction assay. A panel of human tumor cell lines was used: the chronic lymphoid leukemia SKW-3, the acute promyelocyte leukemia HL-60 and its multidrug resistant subline HL-60/Dox.
The data indicate that 1-(2-benzoylphenyl)-3,3-dimethyltriazene (I) and 1-(4-benzoylphenyl)-3,3-dimethyltriazene (II) exert high cytotoxic and apoptosis-including activity in micromolecular concentrations.
1
A colorless-transparent plate (I) and a colorless (yellow) plate (II) suitable for X-ray diffraction analysis were grown by the slow evaporation of a diisopropyl ether solution. Crystallographic data for the investigated compounds are listed in Table 1 . The solid-state structures are shown in Figs. 2 and 3. Both crystal structures were determined by a single-crystal X-ray diffraction method. Data collection of these compounds was done at 293(2)K using graphit monochromator Mo-Kα (λ = 0.71073 Å) radiation on an ENRAF NONIUS four-circle diffractometer. The unit cell was determined and refined using the CAD4-EXPRESS program.
The space group was determined using check-hkl, and the semiempirical absorption correction was performed with the PLATON/ABS PSI program for compound (II) and an empirical absorption correction with DIFABS for compound (I). 2 The structure was solved with direct methods by SHELXS97 and refined with SHELXL97. 3 The structure was refined by least-squares methods based on F 2 . All non-hydrogen atoms were fully refined at the calculated positions. The hydrogen atoms were calculated on ideal positions. Plots of the molecular structure were made using the PLATON program.
Complete data-collection parameters and details of the structure solution and refinement are given in Table 1 .
The transoid arrangement generally found in the aryltriazenes is observed in these structures. The two N-N bond lengths (N 1-N 2 and N 2-N 3) in the o-isomer differ by only 0.055 Å and by only 0.039 Å in the p-isomer. These smaller differences have been observed for N1-N2 and N2-N3 in 3,3-dimethyl-1-(pnitrophenyl) triazene with lengths. 1.282(3) and 1.347(2)Å 4 and for 3,3-dimethyl-1-(p-tolyl)triazene with lengths of 1.275(3) and 1.319(3)Å. 5 It appears that the N1-N2-N3 triazene group is significantly delocalized in these compounds, as evidenced from the sp 2 -like angles around N3. It also suggests that the N1-N2
and N2-N3 distances are not especially sensitive to differences in aryl substituents, for example N1 (p-nitrophenyl, 1.282(2)Å; o-benzoylphenyl, 1.266(3)Å; p-benzoylphenyl, 1.275(3)Å). The C11-N1 in the p-isomer and N1-C13 in the o-isomer bond lengths of 1.425(4)Å and 1.422(4)Å, respectively, are also consistent with the triazene-phenyl conjugation. The coplanarity of aromatic triazenes, as found in the title compounds, has been noted previously. The observed small non-equivalence between two terminal N3-C lengths in the two compounds (Table 2 ) confirmed previous investigations. The second molecule shows the same structure and effects as the first one. The bonds and angles are in the same range as discussed above. 
